Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; disorder in main residue; R factor = 0.040; wR factor = 0.114; data-to-parameter ratio = 30.4.
Related literature
For general background and the biological activity of Schiff bases of 1,2,4-triazole derivatives, see: Ghazzali et al. (2010) ; Xia et al. (2010) ; Aytac et al. (2009) ; Siddiqui et al. (2006) ; Kucukguzel et al. (2008) . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986) . Refinement R[F 2 > 2(F 2 )] = 0.040 wR(F 2 ) = 0.114 S = 1.06 8745 reflections 288 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 1.06 e Å À3 Á min = À0.50 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x À 1; y; z À 1; (ii) x þ 1; y; z þ 1; (iii) x þ 1; y À 1; z þ 1; (iv) Àx þ 1; Ày; Àz þ 1.
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 
Comment
Schiff bases of 1,2,4-triazole and its derivatives have been the subject of current research in the field of pharmacology and coordination chemistry (Ghazzali et al., 2010) . Due to the bioactivity associated with substituted 1,2,4-triazoles, researchers and chemists are very much interested to study the chemistry of these compounds, as they exhibit a broad spectrum of biological properties such as anticancer (Xia et al., 2010) , anti-inflammatory/analgesic (Aytac et al., 2009) , antibacterial/ antifungal (Siddiqui et al., 2006) , antiviral/anti-HIV and anti-tuberculosis (Kucukguzel et al., 2008) activities.
The asymmetric unit of the title compound consists of two crystallographically independent molecules (Fig. 1 ). The thiophene ring of molecule B is disordered over two positions with refined site occupancies of 0.6375 (19) and 0.3625 (19).
Both molecules exist in an E configuration with respect to the central C=N double bond. Molecule A is almost planar and molecule B is twisted, the dihedral angles between the thiophene ring and the triazole ring being 7.28 (7)° and 48.9 (2)° [48.5 (4)°f or the minor component] respectively. Intramolecular C-H···S hydrogen bonds stabilize the molecular structures. In the crystal structure, the two molecules are interconnected by N3A-H3NA···S2B and N3B-H3NB···S2A hydrogen bonds (Table 1) into dimers and these dimers are further consolidated into chains along the b axis ( Fig. 2 ) by C8B-H8BA···N4A hydrogen bonds (Table 1 ). Weak C-H···π and π···π interactions are also observed [Cg1···Cg2 v = 3.5149 (7) Å; (v) 1 -x, -y, -z. Cg1 and Cg2 are centroids of S1A-C1A-C4A-C3A-C2A and N2A-C6A-N3A-N4A-C7A ring, respectively].
Experimental
A mixture of 3-methyl-4-amino-5-mercapto-1,2,4-triazole (4.46 mmol, 0.58 g) and thiophene-3-carboxaldehyde (4.46 mmol, 0.5 g) containing pyridine (0.1 ml) in ethanol was refluxed for about 13 to 14 h. The reaction mixture was cooled to room temperature and the light yellow solid was filtered off, washed with water, dried and recrystallized from chloroformmethanol (1:1 v/v) to get the title compound in 65% yield.
Refinement
The thiophene ring of molecule B is disordered over two positions with refined site occupancies of 0.6375 (19) and 0.3625 (19). The same U ij parameters were used for the atom pairs C1B/C1X and C2B/C2X. The S1X-C2X bond distance was constrained to 1.70 (1) Å. The N-bound hydrogen atoms was located in a difference Fourier map and refined freely.
The rest of hydrogen atoms were positioned geometrically [C-H = 0.93-0.96 Å] and refined using a riding model [U iso (H) = 1.2-1.5U eq (C)]. A rotating-group model were applied for methyl groups. Fig. 1 . The molecular structure of the title compound with atom labels and 50% probability ellipsoids for non-H atoms. 
Figures
Hall symbol: -P 1 Mo Kα radiation, λ = 0.71073 Å a = 9.3108 (7) 
Special details
Experimental. The crystal was placed in the cold stream of an Oxford Cryosystems Cobra open-flow nitrogen cryostat (Cosier & Glazer, 1986) operating at 100.0 (1) K. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) S1A 0.76095 (4) −0.34744 (4) 0.39899 (2) 0.02948 (7) (17) C1B 0.0168 (9) 0.0083 (7) 0.0140 (7) 0.0010 (6) −0.0091 (7) 0.0030 (6) (9) 0.0240 (5) −0.0102 (7) −0.0031 (5) −0.0066 (5) C1X 0.0168 (9) 0.0083 (7) 0.0140 (7) 0.0010 (6) −0.0091 (7) 0.0030 (6) 
